LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028846.D

Acq On : 20 Dec 2018 23:56

Operator : MD/SY

Sample - J6513-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.398 63 70 83 rvB 101183 100825 14.72% 1.849%
2 1.672 148 155 173 rVB 75961 94067 13.73% 1.725%
3 2.270 330 341 353 rBvY 146835 222141 32.43% 4.073%
4 2.447 386 396 415 rBV2 19041 34169 4_99% 0.626%
5 2.836 506 517 530 rvB2 5910 11592 1.69% 0.213%
6 2.890 530 534 539 rvB 142 154 0.02% 0.003%
7 3.077 589 592 594 rBvY 135 75 0.01% 0.001%
8 3.360 677 680 684 rBV 84 59 0.01% 0.001%
9 3.450 705 708 711 rBvV 144 104 0.02% 0.002%
10 3.495 717 722 725 rBV 120 111 0.02% 0.002%
11 3.607 751 757 761 rvVB 119 119 0.02% 0.002%
12 3.633 761 765 767 rBV 106 78 0.01% 0.001%
13 3.823 821 824 829 rVB 95 83 0.01% 0.002%
14 3.848 829 832 836 rBV 114 94 0.01% 0.002%
15 3.967 866 869 877 rBV 102 96 0.01% 0.002%
16 4.096 906 909 912 rBvV 85 84 0.01% 0.002%
17 4.176 920 934 970 rBvV 73076 204723 29.89% 3.754%
18 4_553 1048 1051 1053 rBvV 102 68 0.01% 0.001%
19 4.646 1062 1080 1107 rBvV 112120 258457 37.73%  4.739%
20 4.787 1121 1124 1128 rBvV 89 76 0.01% 0.001%
21 4.887 1149 1155 1162 rVB2 426 549 0.08% 0.010%
22 4.942 1169 1172 1178 rBB 75 58 0.01% 0.001%
23 4.980 1181 1184 1185 rBV 535 248 0.04% 0.005%
24 5.122 1222 1228 1233 rBV 105 144 0.02% 0.003%
25 5.337 1272 1295 1320 rBvV2 235130 684952 100.00% 12.558%
26 5.569 1365 1367 1373 rVB2 173 172 0.03% 0.003%
27 5.617 1379 1382 1385 rVv2 208 140 0.02% 0.003%
28 5.816 1441 1444 1447 rBvV 98 83 0.01% 0.002%
29 5.884 1451 1465 1494 rBVY 223732 437591 63.89% 8.023%
30 6.196 1554 1562 1569 rBV3 1668 2902 0.42% 0.053%
31 6.327 1589 1603 1622 rBV 158673 316794 46.25% 5.808%
32 6.533 1664 1667 1672 rBV 83 95 0.01% 0.002%
33 6.556 1672 1674 1678 rVB 185 98 0.01% 0.002%
34 6.620 1691 1694 1699 rVB2 189 190 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\

Data File : VvVU028846.D

Acq On : 20 Dec 2018 23:56

Operator : MD/SY

Sample - J6513-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method :
Title :
35 6.652
36 6.700
37 6.720
38 6.813
39 6.909
40 6.951
41 7.086
42 7.118
43 7.225
44 7.369
45 7.395
46 7.408
47 7.453
48 7.495
49 7.562
50 7.813
51 7.848
52 7.958
53 8.038
54 8.118
55 8.179
56 8.228
57 8.308
58 8.597
59 8.630
60 8.662
61 8.752
62 8.810
63 8.826
64 8.935
65 8.980
66 9.009
67 9.028
68 9.089
69 9.234
70 9.302
71 9.376

SOMULM122018WMA .M

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M

VOC Analysis
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028846.D

Acq On : 20 Dec 2018 23:56

Operator : MD/SY

Sample - J6513-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULM122018WMA .M
Title : VOC Analysis
72 9.443 2569 2572 2575 rBvV 115 86 0.01% 0.002%
73 9.462 2575 2578 2581 rBV 111 98 0.01% 0.002%
74 9.652 2634 2637 2641 rBV 289 175 0.03% 0.003%
75 10.031 2752 2755 2757 rBV 153 87 0.01% 0.002%
76 10.093 2772 2774 2776 rBV 169 57 0.01% 0.001%
77 10.160 2791 2795 2796 rBV2 609 423 0.06% 0.008%
78 10.292 2833 2836 2838 rBV 156 97 0.01% 0.002%
79 10.430 2866 2879 2899 rBV 228367 358781 52.38% 6.578%
80 10.546 2912 2915 2918 rVV 178 93 0.01% 0.002%
81 10.604 2922 2933 2947 rVB4 1810 3729 0.54% 0.068%
82 10.732 2971 2973 2979 rVB 272 260 0.04% 0.005%
83 10.874 3014 3017 3019 rBV 116 72 0.01% 0.001%
84 11.215 3120 3123 3128 rBV 205 118 0.02% 0.002%
85 11.244 3129 3132 3135 rBV 209 110 0.02% 0.002%
86 11.482 3195 3206 3235 rBV 291713 456276 66.61% 8.366%
87 11.623 3248 3250 3255 rVB2 266 131 0.02% 0.002%
88 11.694 3267 3272 3273 rBV2 340 241 0.04% 0.004%
89 11.761 3286 3293 3300 rBV6 1807 2583 0.38% 0.047%
90 11.858 3310 3323 3345 rBV 286190 459283 67.05% 8.421%
91 12.189 3422 3426 3430 rBV 233 239 0.03% 0.004%
92 12.250 3440 3445 3452 rBV3 890 1125 0.16% 0.021%
93 12.289 3454 3457 3463 rVB2 400 308 0.04% 0.006%
94 12.359 3472 3479 3482 rBV3 755 930 0.14% 0.017%
95 12.414 3493 3496 3499 rBV2 196 146 0.02% 0.003%
96 12.453 3506 3508 3510 rBV 317 207 0.03% 0.004%
97 13.121 3708 3716 3726 rVB2 5440 7703 1.12% 0.141%
98 13.617 3868 3870 3873 rBV3 556 316 0.05% 0.006%
99 13.748 3905 3911 3924 rVB2 6701 9897 1.44% 0.181%
100 14.883 4257 4264 4278 rVB2 8764 14152 2.07% 0.259%
Sum of corrected areas: 5454157
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
VU028846.D

20 Dec 2018 23:56

MD/SY

J6513-02

5.0mL/MSVOA_U/WATER

38 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000

04
Time-->

TIC: VU028846.D

1.50 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance

300000

250000

200000

150000

100000

50000

o

b./AR&D ST

TIC: VU028846.D

9109

11.48 11.86

8.31
10.43

7.22
7.85

MQBL

Time-->

I
12.00

.':'."7; 9.65 1(10199]@.2J
— T T T T T T

9.00 9.50 10.00

10680.729.87 1m124 ﬁn
LA U S

! T
10.50 11.00 11.50

TSI 7/57.95888.83
7.50 8.00

T
7.00

Abundance

300000

250000

200000

150000

100000

50000

1 AZP3EA45

TIC: VU028846.D

14.88
1312 1

13.623,'\75
—T— T

Time-->

L
14.50

15.00

T
12.50

[
13.00

™
14.00

13.50

SOMULM122018WMA .M Fri Dec 21 18:23:37 2018




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028846.D

Acq On : 20 Dec 2018 23:56

Operator : MD/SY

Sample - J6513-02

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Isopropyl Alcohol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

2.45 3.90 ug/L 34169 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 64
2 Isopropyl Alcohol 60 C3H80 000067-63-0 43
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 4
5 4-Penten-2-ol 86 C5H100 000625-31-0 4

Abundance Scan 397 (2.450 min): VU028846.D (-386) (-) m/z 45.10 100.00%
45
5000
38 4 59 2.20 2.40 2.60 2.80
Ob e e e et A e e b || M7z 43.10 0 20.21%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45
5000
2.20 2.40 2.60 2.80
m/z 41.10 7.66%
0 15 10 T3 gal 53 99
mz> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
2.20 2.40 2.60 2.80
5000 m/z 42.00 5.17%
15 19 27 31 sg 4 59
01
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: Isopropyl Alcohol LA L L L LB L B
45 2.20 2.40 2.60 2.80
m/z 59.10 4._78%
5000
s T ga 5
U R SR AR AL ARAS RS RARRN RAARS RARRS RARRA RARRARARRS IR RS RSN R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028846.D

Acq On : 20 Dec 2018 23:56

Operator : MD/SY

Sample - J6513-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Isopropyl Alcohol 2.45 3.9 ug/L 34169 1 5.88 437591 50.0
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